: Superposition of the crystallographic pose of DAMA-colchicine (dark green carbons) in tubulin from pdb ID 1SA0 and the CR42-24 docking pose in TLR7 (carbons in light green). The first hydrophobic cleft of the tubulin binding site, interacting with the C ring of the DAMA-colchicine, is reported in blue sticks. The corresponding first hydrophobic zone of TLR7 is reported in purple sticks. The second hydrophobic zone is reported in cyan sticks for tubulin and orange sticks for TLR7. Tubulin backbone is reported in yellow ribbons, TLR7 backbone in grey ribbons. Figure S3 : RMSD trends of the MD production simulation for the TLR7 backbone atoms (green), the backbone atoms of the binding pocket (blue), the side chain atoms of the binding pocket (cyan) and the heavy atoms of CR42-24 (red), calculated using the average structure of the last 5 ns as reference. The highest fluctuations are observed for the side chain atoms of the binding pocket, as they adapted to the bound conformation upon ligand binding. 
